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1
Subsystem specification for Ligand association in transition-metal
complexes
Acetonitrile binding by a cobalt-based hydrogen-reduction catalyst
Table S1: List of atoms in subsystem A for each EMFT calculation reported in Figure 7. The atom
numbering used here is consistent with the provided geometry files.
Number of atoms in subsystem A List of atoms in subsystem A
0 N/A
7 1–7
11 1–11
21 1–21
25 1–25
29 1–29
45 1–45
69 1–69
CO binding in an iron-porphyrin complex
Table S2: List of atoms in subsystem A for each EMFT calculation reported in Figure 8. The atom
numbering used here is consistent with the provided geometry files.
Number of atoms in subsystem A List of atoms in subsystem A
0 N/A
2 1–2
3 1–3
8 1–8
18 1–18
22 1–22
48 1–48
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N2 binding in a cubane-type RuIr3S4 cluster
Table S3: List of atoms in subsystem A for each EMFT calculation reported in Figure 9. The atom
numbering used here is consistent with the provided geometry files.
Number of atoms in subsystem A List of atoms in subsystem A
0 N/A
3 1–3
6 1–6
18 1–18
42 1–42
64 1–64
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